Qualitative Analysis Report

Data Filename  TOX21_400021_TMS 1.D Sample Name NCGC Tox21_400021 from I14 SP109715
Position -50 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms

%10 5 |+ TIC Scan TOX21_400021_TMS 1.D

19.286

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...

1.3
1.2-
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Response Units vs. Acquisition Time (min)

CAUTION, Low Concentration

Concentration 5-30% of expected value

Cl
Cl Cl

Cl Cl
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http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144213982

Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4 |+ Scan (7.470-7.557 min, 16 Scans) TOX21_400021_TMS 1.D Subtract

2.51 126.0

2

1.5+
69.0
78.0

Ly 173.0
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15.0 ||| |||| 1 I ||I| il 85-9 I 1 114.0 | 138-9 1517‘9
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Counts vs. Mass-to-Charge (m/z)

0

Spectrum Source
Peak (2) in "+ TIC Scan"

x104 |+ Scan (7.933-8.066 min, 24 Scans) TOX21_400021_TMS 1.D Subtract

61.0
1.2+

1,
0.8 ]
0.6
0.4
0.21 45.0 100.0

73.0
149.0

0 R PO e | | 1200 ~ 169.0 198.0 216.0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (19.262-19.355 min, 17 Scans) TOX21_400021_TMS 1.D Subtract
4 264.9
3,
2,
14 61.0 94.9 123.0 157.9 191.9
170 36.0 | 750 1| | hh | 229.9
0 " il — || | Lty |.I‘ .l L ‘|I ||.‘| ||I I ‘l | |,|,|J| |

20 40 60 8 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400021_TMS 2.D Sample Name NCGC Tox21_400021 from N14 SP109717
Position 326 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

x10 6 |+ TIC Scan TOX21_400021_TMS 2.D
1.4 1
1.2

0.8
0.6
0.4+
0.2+

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
8 21.048

1l 19285 )

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.389-7.441 min, 10 Scans) TOX21_400021_TMS 2.D Subtract
7. 63.0

0.8

06 78.0

0.4 45.0

0.2 57.9
16.0 35.0 | | 72.0 | 92.1 115.9 130.9 147.0 189.0
.|||‘ L1yl 11 ‘I|| ||!| ) ‘” | ) | Al ) | |

il
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4 |+ Scan (7.493-7.574 min, 15 Scans) TOX21_400021_TMS 2.D Subtract
126.0

1.5 69.0

N 78.0
61.0

173.0

0.51 28.0 _

0 ||| 1 ||||| II||II 85-9 I ] 114.0 | 138-9 15I7.9 188.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.945-8.060 min, 21 Scans) TOX21_400021_TMS 2.D Subtract

21 61.0
1.751
1.5
1.251
1,
0.75- 730
0.5 149.0

100.0
0.25- 45.0
0 TR PO TR | | 1200 __ | 169.0 198.0 216.0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 2 |+ Scan (9.345-9.397 min, 10 Scans) TOX21_400021_TMS 2.D Subtract

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (19.262-19.355 min, 17 Scans) TOX21_400021_TMS 2.D Subtract
351 264.9
3,
2.5
2,
1.5

1 5o 94.9 122.9 —r: 191.9
051 g, 470 ‘ 75.0 | hﬂ106.9 ‘ H 229.9
0 | o | ‘Hw ‘M ] \H\H‘ Ll ) 11T J‘L‘\\ ‘uh ‘H | “ “‘ “\ HMM\ \IHH e il

20 40 60 80 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 4 |+ Scan (21.021-21.114 min, 17 Scans) TOX21_400021_TMS 2.D Subtract

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400021_TMS 3.D Sample Name

Position 377 Instrument Name 5975C_MR

User Name Kirill Acq Method

User Chromatograms

NCGC Tox21_400021 from P17 SP109722

C1_28-0_2_520_mt384_sndv.M

10 6 |+ TIC Scan TOX21_400021_TMS 3.D

21.049 1
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x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.384-7.482 min, 18 Scans) TOX21_400021_TMS 3.D Subtract
147 1
2,
1.5 64.0
B 92.0
29.0 45.0 :
05 78.0 103.0
191.1
159 [ | motse | 100
ol : 11 T “‘m\‘\m L Il | ! | o L | ‘

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x104 |+ Scan (7.482-7.575 min, 17 Scans) TOX21_400021_TMS 3.D Subtract
2.5
126.0

2
1.5

1 69.0

78.0 173.0

0.5 45.0  61.0

28.0
0 bl 1 ‘86-0 Y0 1140 || 1300 1580

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (7.760-7.818 min, 11 Scans) TOX21_400021_TMS 3.D Subtract
1.2 75.0
14
0.8
0.6
0.4+

129.0 157.1

0.21 280 %% 610 R 120.0
18.0 : . . 143.1
0 Sl ||.|| ety Llly 909 L L ! I

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4

1.4
1.2

1
0.8 |
0.6 |
0.4 1
0.2 |

0 — L

+ Scan (7.939-8.061 min, 22 Scans) TOX21_400021_TMS 3.D Subtract

61.0

73.0

100.0 149.0

‘ ‘ 120.0 169.0

s il

198.0 216.0

100 120 140 160 180
Counts vs. Mass-to-Charge (m/z)

80
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240

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 2

28.0

151

+ Scan (8.570-8.656 min, 16 Scans) TOX21_400021_TMS 3.D Subtract

75.0

127.0

45.0

59.0

68.9 5.0

| 1

155.1
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| |
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70 80 90 100 110 120
Counts vs. Mass-to-Charge (m/z)
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130
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Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3
1.4

1.2-

1
0.8
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0.4

0.2+ 30.9

+ Scan (9.310-9.380 min, 13 Scans) TOX21_400021_TMS 3.D Subtract

73.0

105.0
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 2 |+ Scan (9.380-9.438 min, 11 Scans) TOX21_400021_TMS 3.D Subtract

73.0
6 103.0

21 45.0
55.0 162.9
17.0 28.9 ||| | | 85.0 112.0 135.1
0 — 1 . |I‘.I n |‘ I: .| . H“‘\ 1 ‘“\ L | ‘ “‘l . ‘ . | . . . . . . . . I
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (19.256-19.349 min, 17 Scans) TOX21_400021_TMS 3.D Subtract

35 264.9

3
2.5

2]
1.5

9.0 140 157.9
051 . 359 P50 || ‘ | 227.9
0 il Lis “M Lol v ol M“ by \‘\‘H ML Lo ‘Hl H\

20 40 60 8 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)

14 y ey
L1,
|

Spectrum Source
Peak (9) in "+ TIC Scan"

10 4 |+ Scan (21.015-21.119 min, 19 Scans) TOX21_400021_TMS 3.D Subtract
. 3133
| 75.0
3
2 43.1 103.1
14
0 ‘2‘9'1 Jl |, 1291 1571 199.2 227.2 255.2 297.3

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400021_TMS 4.D Sample Name NCGC Tox21_400021 from P17 SP109798
Position 377 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

«10 5 |+ TIC Scan TOX21_400021_TMS 4.D
1 21.419 1

14 I 19.629

O, ﬁ 1

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
7 1 21.412

14 19.624
RIS A

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x102 |+ Scan (7.528-7.545 min, 4 Scans) TOX21_400021_TMS 4.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 3 |+ Scan (7.597-7.696 min, 18 Scans) TOX21_400021_TMS 4.D Subtract
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Counts vs. Mass-to-Charge (m/z)
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Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.696-7.771 min, 14 Scans) TOX21_400021_TMS 4.D Subtract
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0.2

0+

Agilent Technologies Page 2 of 3 Printed at: 12:33 PM on: 5/14/2014



Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

45.0
27.0

+ Scan (8.240-8.350 min, 20 Scans) TOX21_400021_TMS 4.D Subtract

61.0

73.0

100.0 149.0

‘ | 169.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (19.592-19.667 min, 14 Scans) TOX21_400021_TMS 4.D Subtract
31 264.9
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94.9 191.9
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Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (6) in "+ TIC Scan"
%10 4 |+ Scan (21.385-21.461 min, 14 Scans) TOX21_400021_TMS 4.D Subtract
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--- End Of Report ---

Counts vs. Mass-to-Charge (m/z)
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